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A microsc@ic picture of water adsption on metallic surfaces is relevant to several areas such as electroghemistr
catalysis and corrosion studies. particular, vey little is known about the mechanisms of corrosion at elevated
temperatures anghressures, such as thosguieed in new technotgpes for oxidation of toxic wastes. A detailed
molecular level desqriion is needed to hein the understandinof theproblem and tgrovide firm guidelines for

the degin of experiments.

Here we use moleculayilamics (MD) simulations to characterize structural ayrthohical properties of water
adsorbed on Ni (111). The force fields to describe the water-Ni interactions are obtaigeglastom densjt
functional theogy. The SPC/E model is used for water-water interactions. pRusgssiig of the simulation data is
handled b standard methods of agsils such as determinationpafir enegy and densit distribution functions and

time correlation functions. The effects of increase irpFature and decrease in deysit the adsqtion properties

and the influence of these variables on the plignu of the H-bond network are invasted. Both a clean surface and
oneprecovered with oygen are tested. Differences in orientations and structure of water as a function of the distance
from the surface are discussed.



